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_chemical_name_common             ? 
_chemical_melting_point           ?
_chemical_formula_moiety          'C23 H24 Cl N V'
_chemical_formula_sum 
 'C23 H24 Cl N V' 







 V   V    0.3005    0.5294
 'International Tables Vol C Tables 4.2.6.8 and 6.1.1.4'
 N   N    0.0061    0.0033
 'International Tables Vol C Tables 4.2.6.8 and 6.1.1.4'
Cl  Cl    0.1484    0.1585
 'International Tables Vol C Tables 4.2.6.8 and 6.1.1.4'
 H   H    0.0000    0.0000
 'International Tables Vol C Tables 4.2.6.8 and 6.1.1.4'
 C   C    0.0033    0.0016
 'International Tables Vol C Tables 4.2.6.8 and 6.1.1.4'
 
_symmetry_cell_setting                   Trigonal
_symmetry_space_group_name_Hall      '-R 3'
_symmetry_space_group_name_H-M       'R -3'





   1 x,y,z
   2 -y,x-y,z
   3 -x+y,-x,z
   4 -x,-y,-z
   5 y,-x+y,-z
   6 x-y,x,-z
   7 1/3+x,2/3+y,2/3+z
   8 1/3-y,2/3+x-y,2/3+z
   9 1/3-x+y,2/3-x,2/3+z
  10 1/3-x,2/3-y,2/3-z
  11 1/3+y,2/3-x+y,2/3-z
  12 1/3+x-y,2/3+x,2/3-z
  13 2/3+x,1/3+y,1/3+z
  14 2/3-y,1/3+x-y,1/3+z
  15 2/3-x+y,1/3-x,1/3+z
  16 2/3-x,1/3-y,1/3-z
  17 2/3+y,1/3-x+y,1/3-z
  18 2/3+x-y,1/3+x,1/3-z
 
_cell_length_a                    31.948(2)
_cell_length_b                    31.948(2)
_cell_length_c                    11.0765(7)
_cell_angle_alpha                 90
_cell_angle_beta                  90
_cell_angle_gamma                 120
_cell_volume                      9790.9(11)
_cell_formula_units_Z             18
_cell_measurement_temperature     100(1) 
_cell_measurement_reflns_used     7157
_cell_measurement_theta_min       2.21
_cell_measurement_theta_max       28.01
 
_exptl_crystal_description        block 
_exptl_crystal_colour             red
_exptl_crystal_size_max           0.370
_exptl_crystal_size_mid           0.210 
_exptl_crystal_size_min           0.170 
_exptl_crystal_density_meas       ? 
_exptl_crystal_density_diffrn     1.224
_exptl_crystal_density_method     'not measured' 
_exptl_crystal_F_000              3762
_exptl_absorpt_coefficient_mu     0.584
_exptl_absorpt_correction_type    empirical 
_exptl_absorpt_correction_T_min   0.8638 
_exptl_absorpt_correction_T_max   0.9054 






_diffrn_ambient_temperature       100(1) 
_diffrn_radiation_wavelength      0.71073 
_diffrn_radiation_type            MoK\a 
_diffrn_radiation_source          'fine-focus sealed tube' 
_diffrn_radiation_monochromator   graphite 
_diffrn_measurement_device_type   'CCD area detector' 
_diffrn_measurement_method        'phi and omega scans' 
_diffrn_detector_area_resol_mean  ? 
_diffrn_standards_number          ? 
_diffrn_standards_interval_count  ? 
_diffrn_standards_interval_time   ? 
_diffrn_standards_decay_%         ? 
_diffrn_reflns_number             3762
_diffrn_reflns_av_R_equivalents   0.0455
_diffrn_reflns_av_sigmaI/netI     0.0423 
_diffrn_reflns_limit_h_min        -42
_diffrn_reflns_limit_h_max        42
_diffrn_reflns_limit_k_min        -39 
_diffrn_reflns_limit_k_max        42
_diffrn_reflns_limit_l_min        -14 
_diffrn_reflns_limit_l_max        14 
_diffrn_reflns_theta_min          2.21 
_diffrn_reflns_theta_max          28.28 
_reflns_number_total              5403 
_reflns_number_gt                 4160 
_reflns_threshold_expression      >4sigma(I) 
 
_computing_data_collection        'Bruker SMART' 
_computing_cell_refinement        'Bruker SMART' 
_computing_data_reduction         'Bruker SAINT' 
_computing_structure_solution     'SHELXS-97 (Sheldrick, 1997)' 
_computing_structure_refinement   'SHELXL-97 (Sheldrick, 1997)' 
_computing_molecular_graphics     'Bruker SHELXTL' 




 Refinement of F^2^ against ALL reflections.  The weighted R-factor wR and 
 goodness of fit S are based on F^2^, conventional R-factors R are based 
 on F, with F set to zero for negative F^2^. The threshold expression of 
 F^2^ > 2sigma(F^2^) is used only for calculating R-factors(gt) etc. and is 
 not relevant to the choice of reflections for refinement.  R-factors based 
 on F^2^ are statistically about twice as large as those based on F, and R- 
 factors based on ALL data will be even larger. 
; 
 
_refine_ls_structure_factor_coef  Fsqd  
_refine_ls_matrix_type            full 
_refine_ls_weighting_scheme       calc  
_refine_ls_weighting_details 
 'calc w=1/[\s^2^(Fo^2^)+(0.0589P)^2^+14.4307P] where P=(Fo^2^+2Fc^2^)/3' 
_atom_sites_solution_primary      direct 
_atom_sites_solution_secondary    difmap 
_atom_sites_solution_hydrogens    geom 
_refine_ls_hydrogen_treatment     constr
_refine_ls_number_reflns          5403
_refine_ls_number_parameters      331 
_refine_ls_number_restraints      0 
_refine_ls_R_factor_all           0.0445 
_refine_ls_R_factor_gt            0.0391 
_refine_ls_wR_factor_ref          0.1257 
_refine_ls_wR_factor_gt           0.1044 
_refine_ls_goodness_of_fit_ref    1.158 
_refine_ls_restrained_S_all       1.158
_refine_ls_shift/su_max           0.000 













V V Uani 0.17014(1) 0.26531(1) 0.05282(3) 1.000 0.0165(11) . .
Cl Cl Uani 0.13373(2) 0.22855(2) -0.12984(4) 1.000 0.0241(16) . .
N N Uani 0.17751(8) 0.20036(8) 0.10452(17) 1.000(4) 0.0274(6) . .
C1 C Uani 0.24031(8) 0.31703(9) 0.14132(2) 1.000(4) 0.0251(7) . .
C2 C Uani 0.22343(8) 0.34547(9) 0.08376(2) 1.000 0.0257(7) . .
C3 C Uani 0.22404(8) 0.33874(8) -0.04188(2) 1.000 0.0242(7) . .
C4 C Uani 0.24190(8) 0.30673(8) -0.06130(2) 1.000 0.0218(7) . .
C5 C Uani 0.25210(8) 0.29333(9) 0.05073(15) 1.000 0.0228(6) . .
C6 C Uani 0.26497(9) 0.25478(10) 0.06965(2) 1.000 0.0291(8) . .
C7 C Uani 0.22136(10) 0.20627(10) 0.03869(2) 1.000 0.0295(8) . .
C8 C Uani 0.13566(12) 0.15337(10) 0.06903(3) 1.000 0.0377(9) . .
C9 C Uani 0.18543(12) 0.19781(13) 0.23668(2) 1.000 0.0382(10) . .
C10 C Uani 0.07218(8) 0.31264(9) 0.20955(19) 1.000 0.0230(6) . .
C11 C Uani 0.05630(9) 0.34589(10) 0.21528(2) 1.000 0.0284(7) . .
C12 C Uani 0.07693(9) 0.38656(9) 0.14167(2) 1.000 0.0275(7) . .
C13 C Uani 0.11240(9) 0.39327(9) 0.05901(2) 1.000 0.0250(7) . .
C14 C Uani 0.12748(8) 0.35943(8) 0.05112(19) 1.000 0.0207(6) . .
C15 C Uani 0.10840(8) 0.31905(8) 0.12764(18) 1.000 0.0186(6) . .
C16 C Uani 0.12506(7) 0.28403(8) 0.12172(18) 1.000 0.0180(6) . .
C17 C Uani 0.11902(8) 0.24560(8) 0.17975(18) 1.000 0.0195(6) . .
C18 C Uani 0.09061(8) 0.21539(8) 0.28163(19) 1.000 0.0218(6) . .
C19 C Uani 0.10995(10) 0.22542(9) 0.39845(2) 1.000 0.0275(7) . .
C20 C Uani 0.08299(12) 0.19711(10) 0.49544(2) 1.000 0.0367(9) . .
C21 C Uani 0.03704(12) 0.15848(11) 0.47796(3) 1.000 0.0423(10) . .
C22 C Uani 0.01762(11) 0.14791(12) 0.36269(3) 1.000 0.0446(9) . .
C23 C Uani 0.04416(9) 0.17589(10) 0.26485(2) 1.000 0.0344(8) . .
H1 H Uiso 0.24347(-) 0.31322(-) 0.22344(-) 1.000 0.0313(10) . .
H2 H Uiso 0.21390(-) 0.36730(-) 0.12484(-) 1.000 0.0309(10) . .
H3 H Uiso 0.21387(-) 0.35410(-) -0.10219(-) 1.000 0.0448(11) . .
H4 H Uiso 0.24469(-) 0.29538(-) -0.13457(-) 1.000 0.0229(9) . .
H6 H Uiso 0.29163(-) 0.26086(-) 0.02153(-) 1.000 0.0282(10) . .
H6' H Uiso 0.27566(-) 0.25600(-) 0.15572(-) 1.000 0.0374(10) . .
H7 H Uiso 0.21493(-) 0.20569(-) -0.05076(-) 1.000 0.0365(10) . .
H7' H Uiso 0.22746(-) 0.17998(-) 0.06271(-) 1.000 0.0353(10) . .
H8 H Uiso 0.12930(-) 0.15429(-) -0.01613(-) 1.000 0.0288(10) . .
H8' H Uiso 0.10905(-) 0.14987(-) 0.10798(-) 1.000 0.0401(12) . .
H8" H Uiso 0.14219(-) 0.12843(-) 0.09112(-) 1.000 0.0417(11) . .
H9 H Uiso 0.19843(-) 0.17632(-) 0.24959(-) 1.000 0.0414(11) . .
H9' H Uiso 0.21031(-) 0.23032(-) 0.26554(-) 1.000 0.0588(14) . .
H9" H Uiso 0.15309(-) 0.18522(-) 0.28252(-) 1.000 0.0343(10) . .
H10 H Uiso 0.05818(-) 0.28409(-) 0.26028(-) 1.000 0.0299(10) . .
H11 H Uiso 0.03095(-) 0.34013(-) 0.26559(-) 1.000 0.0323(10) . .
H12 H Uiso 0.06483(-) 0.40916(-) 0.14750(-) 1.000 0.0396(11) . .
H13 H Uiso 0.12718(-) 0.42164(-) 0.00843(-) 1.000 0.0197(9) . .
H14 H Uiso 0.15198(-) 0.36436(-) -0.00557(-) 1.000 0.0316(10) . .
H19 H Uiso 0.14159(-) 0.25076(-) 0.41563(-) 1.000 0.0344(11) . .
H20 H Uiso 0.09810(-) 0.20524(-) 0.57270(-) 1.000 0.0446(12) . .
H21 H Uiso 0.01797(-) 0.14062(-) 0.54280(-) 1.000 0.0487(12) . .
H22 H Uiso -0.01592(-) 0.12384(-) 0.35035(-) 1.000 0.0547(14) . .










V 0.0177(19) 0.0206(2) 0.0128(17) -0.0013(13) 0.0001(13) 0.0108(15)
Cl 0.0231(3) 0.0298(3) 0.0162(2) -0.0050(2) -0.0013(19) 0.0110(2)
N 0.0375(12) 0.0306(11) 0.0224(9) 0.0045(8) 0.0087(8) 0.0232(10)
C1 0.0208(11) 0.0335(13) 0.0212(10) -0.0099(9) -0.0059(9) 0.0137(10)
C2 0.0176(11) 0.0238(12) 0.0337(12) -0.0083(10) -0.0013(9) 0.0089(9)
C3 0.0170(11) 0.0244(12) 0.0296(12) 0.0048(9) 0.0034(9) 0.0092(9)
C4 0.0178(10) 0.0265(12) 0.0204(10) -0.0012(9) 0.0016(8) 0.0105(9)
C5 0.0174(10) 0.0313(12) 0.0218(10) -0.0053(9) -0.0020(8) 0.0138(10)
C6 0.0321(13) 0.0473(16) 0.0207(11) -0.0004(10) 0.0011(10) 0.0295(12)
C7 0.0413(15) 0.0371(14) 0.0252(11) 0.0047(10) 0.0095(10) 0.0308(13)
C8 0.0457(17) 0.0270(14) 0.0450(16) 0.0066(12) 0.0156(14) 0.0217(13)
C9 0.0576(19) 0.0573(19) 0.0242(12) 0.0157(12) 0.0130(12) 0.0472(18)
C10 0.0250(12) 0.0322(12) 0.0146(9) -0.0013(9) 0.0002(8) 0.0165(10)
C11 0.0326(13) 0.0464(15) 0.0182(10) -0.0053(10) -0.0010(9) 0.0289(12)
C12 0.0352(13) 0.0379(14) 0.0219(10) -0.0077(10) -0.0075(9) 0.0276(12)
C13 0.0281(12) 0.0285(12) 0.0217(10) -0.0021(9) -0.0060(9) 0.0168(10)
C14 0.0190(1) 0.0268(12) 0.0171(9) -0.0023(8) -0.0019(8) 0.0121(9)
C15 0.0189(10) 0.0244(11) 0.0142(9) -0.0041(8) -0.0044(8) 0.0121(9)
C16 0.0159(10) 0.0228(11) 0.0145(9) -0.0027(8) -0.0012(7) 0.0091(9)
C17 0.0196(10) 0.0238(11) 0.0153(9) -0.0030(8) -0.0010(8) 0.0109(9)
C18 0.0258(11) 0.0249(11) 0.0202(10) 0.0020(8) 0.0047(9) 0.0169(10)
C19 0.0362(14) 0.0302(13) 0.0183(10) -0.0022(9) 0.0021(10) 0.0182(12)
C20 0.0597(19) 0.0405(15) 0.0181(11) 0.0031(10) 0.0098(11) 0.0312(14)
C21 0.0556(19) 0.0410(16) 0.0329(14) 0.0153(12) 0.0240(13) 0.0261(15)
C22 0.0333(15) 0.0412(16) 0.0476(17) 0.0153(14) 0.0118(13) 0.0098(14)




 Bond distances, angles etc. have been calculated using the
 rounded fractional coordinates. All su's are estimated
 from the variances of the (full) variance-covariance matrix.
 The cell esds are taken into account in the estimation of










 V       Cl           2.3366(6)      .       .      yes
 V       N            2.276(3)                     .       .   yes
 V       C1           2.239(3)                     .       .   yes
 V       C2           2.284(3)                     .       .   yes
 V       C3           2.351(2)                     .       .   yes
 V       C4           2.360(3)                     .       .   yes
 V       C5           2.305(3)                     .       .   yes
 V       C16          1.969(3)                     .       .   yes
 V       C17          2.003(2)                     .       .   yes
 N       C7           1.505(4)                     .       .   yes
 N       C8           1.479(4)                     .       .   yes
 N       C9           1.495(2)                     .       .   yes
 C1      C2           1.419(4)                     .       .   no
 C1      C5           1.417(3)                     .       .   no
 C2      C3           1.410(1)                     .       .   no
 C3      C4           1.415(4)                     .       .   no
 C4      C5           1.403(3)                     .       .   no
 C5      C6           1.496(4)                     .       .   no
 C6      C7           1.517(4)                     .       .   no
 C10     C11          1.389(4)                     .       .   no
 C10     C15          1.403(4)                     .       .   no
 C11     C12          1.390(4)                     .       .   no
 C12     C13          1.388(4)                     .       .   no
 C13     C14          1.389(4)                     .       .   no
 C14     C15          1.403(3)                     .       .   no
 C15     C16          1.461(4)                     .       .   no
 C16     C17          1.312(3)                     .       .   no
 C17     C18          1.467(3)                     .       .   no
 C18     C19          1.400(3)                     .       .   no
 C18     C23          1.399(4)                     .       .   no
 C19     C20          1.391(4)                     .       .   no
 C20     C21          1.380(5)                     .       .   no
 C21     C22          1.386(2)                     .       .   no
 C22     C23          1.391(4)                     .       .   no
 C1      H1           0.9300(-)                     .       .   no
 C2      H2           1.0000(-)                     .       .   no
 C3      H3           0.9800(-)                     .       .   no
 C4      H4           0.9100(-)                     .       .   no
 C6      H6           0.9400(-)                     .       .   no
 C6      H6'          1.0100(-)                     .       .   no
 C7      H7           1.0100(-)                     .       .   no
 C7      H7'          0.9900(-)                     .       .   no
 C8      H8           0.9700(-)                     .       .   no
 C8      H8'          0.9100(-)                     .       .   no
 C8      H8"          0.9500(-)                     .       .   no
 C9      H9           0.9700(-)                     .       .   no
 C9      H9'          0.9900(-)                     .       .   no
 C9      H9"          1.0400(-)                     .       .   no
 C10     H10          0.9700(-)                     .       .   no
 C11     H11          0.9200(-)                     .       .   no
 C12     H12          0.9800(-)                     .       .   no
 C13     H13          0.9600(-)                     .       .   no
 C14     H14          0.9500(-)                     .       .   no
 C19     H19          0.9500(-)                     .       .   no
 C20     H20          0.9500(-)                     .       .   no
 C21     H21          0.9300(-)                     .       .   no
 C22     H22          0.9700(-)                     .       .   no











 Cl      V       N             90.69(5)  .       .       .           yes
 Cl      V       C1           144.41(7)  .       .       .           yes
 Cl      V       C2           126.74(6)  .       .       .           yes
 Cl      V       C3            92.71(6)  .       .       .           yes
 Cl      V       C4            85.29(6)  .       .       .           yes
 Cl      V       C5           111.71(6)  .       .       .           yes
 Cl      V       C16          103.43(7)  .       .       .           yes
 Cl      V       C17          109.09(7)  .       .       .           yes
 N       V       C1            92.34(9)  .       .       .           yes
 N       V       C2           128.75(10) .       .       .           yes
 N       V       C3           131.6(1)  .       .       .           yes
 N       V       C4            97.57(9)  .       .       .           yes
 N       V       C5            75.01(9)  .       .       .           yes
 N       V       C16          127.19(9)  .       .       .           yes
 N       V       C17           88.66(9)  .       .       .           yes
 C1      V       C2            36.55(10) .       .       .           yes
 C1      V       C3            59.70(8)  .       .       .           yes
 C1      V       C4            59.16(8)  .       .       .           yes
 C1      V       C5            36.29(9)  .       .       .           yes
 C1      V       C16          102.76(10) .       .       .           yes
 C1      V       C17          106.43(9)  .       .       .           yes
 C2      V       C3            35.38(3)  .       .       .           yes
 C2      V       C4            58.74(9)  .       .       .           yes
 C2      V       C5            60.05(10) .       .       .           yes
 C2      V       C16           81.35(10) .       .       .           yes
 C2      V       C17          106.30(9)  .       .       .           yes
 C3      V       C4            34.94(9)  .       .       .           yes
 C3      V       C5            59.01(9)  .       .       .           yes
 C3      V       C16           98.73(9)  .       .       .           yes
 C3      V       C17          134.58(9)  .       .       .           yes
 C4      V       C5            34.98(8)  .       .       .           yes
 C4      V       C16          133.65(9)  .       .       .           yes
 C4      V       C17          164.34(8)  .       .       .           yes
 C5      V       C16          138.36(9)  .       .       .           yes
 C5      V       C17          135.92(9)  .       .       .           yes
 C16     V       C17           38.56(9)  .       .       .           yes
 V       N       C7           106.13(15) .       .       .           yes
 V       N       C8           113.9(2)  .       .       .           yes
 V       N       C9           113.18(19) .       .       .           yes
 C7      N       C8           108.1(2)  .       .       .           yes
 C7      N       C9           108.0(3)  .       .       .           yes
 C8      N       C9           107.3(2)  .       .       .           yes
 V       C1      C2            73.44(15) .       .       .           yes
 V       C1      C5            74.40(15) .       .       .           yes
 C2      C1      C5           108.2(2)  .       .       .           no
 V       C2      C1            70.01(14) .       .       .           yes
 V       C2      C3            74.94(14) .       .       .           yes
 C1      C2      C3           107.9(2)  .       .       .           no
 V       C3      C2            69.68(14) .       .       .           yes
 V       C3      C4            72.87(13) .       .       .           yes
 C2      C3      C4           107.6(2)  .       .       .           no
 V       C4      C3            72.19(14) .       .       .           yes
 V       C4      C5            70.36(15) .       .       .           yes
 C3      C4      C5           109.0(2)  .       .       .           no
 V       C5      C1            69.31(16) .       .       .           yes
 V       C5      C4            74.66(16) .       .       .           yes
 V       C5      C6           113.92(18) .       .       .           yes
 C1      C5      C4           107.4(2)  .       .       .           no
 C1      C5      C6           126.6(2)  .       .       .           no
 C4      C5      C6           125.2(2)  .       .       .           no
 C5      C6      C7           108.6(3)  .       .       .           no
 N       C7      C6           109.9(2)  .       .       .           yes
 C11     C10     C15          120.6(2)  .       .       .           no
 C10     C11     C12          120.3(3)  .       .       .           no
 C11     C12     C13          120.0(3)  .       .       .           no
 C12     C13     C14          119.7(2)  .       .       .           no
 C13     C14     C15          121.2(2)  .       .       .           no
 C10     C15     C14          118.2(2)  .       .       .           no
 C10     C15     C16          120.5(2)  .       .       .           no
 C14     C15     C16          121.3(2)  .       .       .           no
 V       C16     C15          148.42(17) .       .       .           yes
 V       C16     C17           72.13(16) .       .       .           yes
 C15     C16     C17          139.1(2)  .       .       .           no
 V       C17     C16           69.31(14) .       .       .           yes
 V       C17     C18          152.3(2)  .       .       .           yes
 C16     C17     C18          138.2(3)  .       .       .           no
 C17     C18     C19          120.2(2)  .       .       .           no
 C17     C18     C23          121.3(2)  .       .       .           no
 C19     C18     C23          118.5(2)  .       .       .           no
 C18     C19     C20          120.4(3)  .       .       .           no
 C19     C20     C21          120.7(3)  .       .       .           no
 C20     C21     C22          119.6(3)  .       .       .           no
 C21     C22     C23          120.4(3)  .       .       .           no
 C18     C23     C22          120.5(2)  .       .       .           no
 V       C1      H1           118.00(-)  .       .       .           no
 C2      C1      H1           129.00(-)  .       .       .           no
 C5      C1      H1           123.00(-)  .       .       .           no
 V       C2      H2           122.00(-)  .       .       .           no
 C1      C2      H2           126.00(-)  .       .       .           no
 C3      C2      H2           126.00(-)  .       .       .           no
 V       C3      H3           123.00(-)  .       .       .           no
 C2      C3      H3           124.00(-)  .       .       .           no
 C4      C3      H3           128.00(-)  .       .       .           no
 V       C4      H4           121.00(-)  .       .       .           no
 C3      C4      H4           125.00(-)  .       .       .           no
 C5      C4      H4           126.00(-)  .       .       .           no
 C5      C6      H6           110.00(-)  .       .       .           no
 C5      C6      H6'          109.00(-)  .       .       .           no
 C7      C6      H6           111.00(-)  .       .       .           no
 C7      C6      H6'          112.00(-)  .       .       .           no
 H6      C6      H6'          106.00(-)  .       .       .           no
 N       C7      H7           108.00(-)  .       .       .           no
 N       C7      H7'          109.00(-)  .       .       .           no
 C6      C7      H7           108.00(-)  .       .       .           no
 C6      C7      H7'          110.00(-)  .       .       .           no
 H7      C7      H7'          112.00(-)  .       .       .           no
 N       C8      H8           109.00(-)  .       .       .           no
 N       C8      H8'          108.00(-)  .       .       .           no
 N       C8      H8"          108.00(-)  .       .       .           no
 H8      C8      H8'          106.00(-)  .       .       .           no
 H8      C8      H8"          114.00(-)  .       .       .           no
 H8'     C8      H8"          111.00(-)  .       .       .           no
 N       C9      H9           109.00(-)  .       .       .           no
 N       C9      H9'          109.00(-)  .       .       .           no
 N       C9      H9"          110.00(-)  .       .       .           no
 H9      C9      H9'          107.00(-)  .       .       .           no
 H9      C9      H9"          110.00(-)  .       .       .           no
 H9'     C9      H9"          112.00(-)  .       .       .           no
 C11     C10     H10          121.00(-)  .       .       .           no
 C15     C10     H10          118.00(-)  .       .       .           no
 C10     C11     H11          120.00(-)  .       .       .           no
 C12     C11     H11          120.00(-)  .       .       .           no
 C11     C12     H12          118.00(-)  .       .       .           no
 C13     C12     H12          122.00(-)  .       .       .           no
 C12     C13     H13          120.00(-)  .       .       .           no
 C14     C13     H13          120.00(-)  .       .       .           no
 C13     C14     H14          119.00(-)  .       .       .           no
 C15     C14     H14          120.00(-)  .       .       .           no
 C18     C19     H19          123.00(-)  .       .       .           no
 C20     C19     H19          117.00(-)  .       .       .           no
 C19     C20     H20          117.00(-)  .       .       .           no
 C21     C20     H20          123.00(-)  .       .       .           no
 C20     C21     H21          121.00(-)  .       .       .           no
 C22     C21     H21          119.00(-)  .       .       .           no
 C21     C22     H22          120.00(-)  .       .       .           no
 C23     C22     H22          119.00(-)  .       .       .           no
 C18     C23     H23          120.00(-)  .       .       .           no














#D   H   A   D - H  H...A   D...A    D - H...A  symm(A)
#
C8      H8      Cl     0.9700     2.6300     3.282(2)  125.00     .   yes
_diffrn_measured_fraction_theta_max    2.21 
_diffrn_reflns_theta_full              28.28 
_diffrn_measured_fraction_theta_full   1.876 
_refine_diff_density_max    0.430 
_refine_diff_density_min   -0.280 
#===END
